Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.047; wR factor = 0.114; data-to-parameter ratio = 16.7.
The asymmetric unit of the title compound, C 11 H 9 N 3 O, contains two independent and nearly identical molecules (A and B) . Molecule A can be transformed to B using a rotation of approximately 85 around the [111] direction. Each A molecule is connected to three B molecules via N-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds and vice versa. Centrosymmetrically related molecules of the same residue forminteractions with centroid-centroid distances of 4.326 (1) and 3.826 (1) Å for the benzene rings of molecules A and B, respectively.
Related literature
For the preparation of the compound as well as the crystal structure of the corresponding 2-benzyl derivative, see: Opatz & Ferenc (2004) . For the crystal structure of the distantly related compound N-(2-amino-1,2-dicyanovinyl)acetamide, see: Al-Azmi et al., (2001) .
Experimental
Crystal data C 11 H 9 N 3 O M r = 199.21 Triclinic, P1 a = 8.5021 (7) Å b = 8.5080 (6) Å c = 14.0412 (11) Å = 80.741 (5) = 80.797 (5) = 68.329 (4) V = 925.98 (12) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 298 K 0.44 Â 0.30 Â 0.24 mm
Data collection
Bruker SMART APEXII diffractometer Absorption correction: none 13710 measured reflections 4570 independent reflections 3668 reflections with I > 2(I) R int = 0.095 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.114 S = 0.97 4570 reflections 274 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (Z)-Amino(2-methyl-3-oxoisoindolin-1-ylidene)acetonitrile D. Schollmeyer, D. Ferenc and T. Opatz Comment Amino(2-alkyl-3-oxo-2,3-dihydro-1H-isoindol-1-ylidene)acetonitriles are readily obtained in a three-component reaction between 2-carboxybenzaldehyde (2-formylbenzoic acid), aliphatic amines and cyanide in acidic medium. While steric hindrance is a decisive factor and the reaction fails for α-branched primary amines such as isopropylamine, all tested unbranched primary amines give the desired products. Consequently, the highest yield of 53% is found for the preparation of the title compound, in which unfavorable steric interactions are reduced to a minimum. Despite the fact that this compound had been obtained as the prototype example of the series, the determination of its crystal structure was hampered by twinning of the crystals. Compared to the N-benzyl derivative described earlier (Opatz & Ferenc, 2004) , the exocyclic aminoacetonitrile unit is even less twisted against the plane of the bicyclic π-system (5.0 (1)° and 1.7 (2)°) ( Fig. 1 ). Furthermore, the compound forms a hydrogen bonded network, in which both exocyclic nitrogen atoms as well as the oxygen atom act as acceptors and the NH 2 group is the double donor. Centrosymetrically related molecules of the same residue form π-π-interactions. The distances between the centroids are 4.326 (1)Å and 3.826 (1)Å for the rings C1-C6 of A and B respectively (Fig. 2 ).
Experimental
The preparation was carried out as described in the procedure reported by Opatz and Ferenc (2004) . The (Z)-isomer was obtained by recrystallization of the isomeric mixture from hexanes/ethyl acetate. Single crystals suitable for X-ray crystallography were grown by evaporation from a CH 2 Cl 2 solution.
Refinement
Hydrogen atoms attached to carbons were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atom). Hydrogen atoms attached to N were located in difference Fourier maps. All H atoms were refined in the riding-model approximation with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom).
The crystal used for data collection was twinned. Using the twin matrix 0 -1 0, -1 0 0, 0 0 -1 with BSAF 0.468 (1) the structure refinement was succesful. 
Hall symbol: -P 1 Mo Kα radiation, λ = 0.71073 Å a = 8.5021 (7) 
0.0268 (10) 0.0205 (9) 0.0297 (9) −0.0101 (8) −0.0021 (7) −0.0029 (7) C2A 0.0313 (12) 0.0356 (11) 0.0376 (10) −0.0165 (10) −0.0019 (9) −0.0049 (9) C3A 0.0289 (12) 0.0403 (12) 0.0448 (12) −0.0153 (9) 0.0048 (9) −0.0037 (9) C4A 0.0401 (12) 0.0329 (11) 0.0346 (10) −0.0133 (9) 0.0080 (9) −0.0067 (9) C5A 0.0417 (13) 0.0291 (10) 0.0306 (10) −0.0159 (9) 0.0012 (9) −0.0059 (8) C6A 0.0340 (11) 0.0199 (9) 0.0292 (9) −0.0135 (8) −0.0020 (8) −0.0011 (7) C7A 0.0326 (10) 0.0240 (9) 0.0273 (9) −0.0128 (8) −0.0046 (8) −0.0026 (7) N8A 0.0269 (9) 0.0262 (8) 0.0288 (7) −0.0139 (7) −0.0008 (6) −0.0047 (6) C9A 0.0278 (10) 0.0203 (9) 0.0276 (9) −0.0120 (8) −0.0032 (7) −0.0006 (7) O10A 0.0405 (9) 0.0431 (8) 0.0372 (7) −0.0240 (7) −0.0049 (6) −0.0111 (6) C11A 0.0295 (11) 0.0376 (11) 0.0373 (11) −0.0169 (9) 0.0020 (8) −0.0095 (9) C12A 0.0324 (11) 0.0239 (9) 0.0281 (9) −0.0127 (8) −0.0047 (8) −0.0011 (7) N13A 0.0425 (11) 0.0443 (11) 0.0347 (9) −0.0227 (9) 0.0054 (8) −0.0183 (8) C14A 0.0397 (12) 0.0357 (11) 0.0288 (9) −0.0171 (10) −0.0050 (8) −0.0054 (8) N15A
0.0510 (13) 0.0666 (14) 0.0468 (11) −0.0343 (11) −0.0064 (9) −0.0153 (10) C1B 0.0258 (10) 0.0236 (9) 0.0286 (9) −0.0122 (8) 0.0058 (7) −0.0078 (7) C2B 0.0379 (12) 0.0260 (10) 0.0358 (10) −0.0179 (9) 0.0021 (9) −0.0082 (8) C3B 0.0420 (12) 0.0244 (10) 0.0425 (11) −0.0148 (9) 0.0040 (9) −0.0034 (8) C4B 0.0419 (13) 0.0308 (11) 0.0345 (10) −0.0130 (10) −0.0013 (9) 0.0001 (8) 
